We have simulated formamide, waterformamide, and waterethanol mixtures (the 5050 % solution) of  = 0.71.0 g/cm 3 .
A classical molecular dynamics study was performed using the DL_POLY_4.03.3 [28] general-purpose code. The NVT ensemble at T = 300 K in conjunction with a Nosé-Hoover thermostat with the three dimensional Ewald summation and the Verlet leapfrog scheme were employed. To calculate electrostatic forces, the Ewald sum was used; the automatic optimization parameter was f = 1.0·10 4 ; and the convergence parameter was 0.24375 Å 1 . The integration time step of the dynamic equations of motion was 1 fs. All simulations were periodic in three dimensions. For the formamide molecule, the force field parameters were choosen from the DL_FIELD database [29] , which, in their turn, had been taken from the CHARMM package [30] .
The detailed formamide and ethanol potential and force field topology (chemical, angular, and dihedral bond parameters, atomic charges, etc.) are described below in Tables 3-5. 
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The Open Biochemistry Journal, 2013, Volume 7 iii For water, an SPC rigid body model was used [3638]. The water bond angles and lengths were not constrained; the water potential parameters are also shown in ( Table 3) .
The van der Waals (vdW) interactions between the solutions (formamidewater and ethanolwater) and surfaces (TiO 2 and Pt) were represented by the Lennard--Jones (LJ) potential. The pair potential parameters from [39] was used for the PtN interaction. The cross-interaction parameters for formamidewater, ethanolwater, and surfaces (TiO 2 and Pt) are shown in (Tables 3). A parallel Shake algorithm expressed in terms of the domain decomposition strategy for constraining the rigid and other chemical bonds was used [28] . The MD simulations were realized in the temperature range of 250 K to 400 K with a step of 25 K.
